(d)
TPSSh/def2-TZVP optimized Cartesian coordinates of all species studied in this work, with ruthenium in the +2 17 3.715671000 -1.097440000 -2.286967000 6 1.491861000 0.719448000 -3.832007000 6 -0.670182000 1.341000000 -3.932390000 6 0.627340000 1.670608000 -4.421117000 1 2.557963000 0.570161000 -3.897416000 6 -1.810876000 2.058424000 -4.303424000 24 6 0.763210000 2.752566000 -5.305588000 6 -1.640524000 3.118354000 -5.182879000 1 -2.786766000 1.800168000 -3.908540000 6 -0.367940000 3.462057000 -5.678912000 1 1.739586000 3.031669000 -5.689713000 1 -2.505156000 3.699034000 -5.488643000 1 -0.275372000 4.303904000 -6.358673000 6 2.579855000 -3.543493000 0.159661000 6 2.836863000 -4.917080000 0.357526000 1 2.812924000 -2.680564000 0.759867000 6 2.296183000 -5.564564000 -0.794253000 6 3.465808000 -5.699106000 1.339600000 6 2.376842000 -6.946457000 -0.975557000 6 3.549725000 -7.072996000 1.157771000 1 3.884571000 -5.234911000 2.226664000 6 3.013330000 -7.690700000 0.013286000 1 1.958622000 -7.420152000 - 
